Revealing the bonding pattern from the molecular electron density using single exponential decay detector: an orbital-free alternative to the electron localization function.
We introduce a new tool (single exponential decay detector: SEDD) to extract information about bonding and localization in atoms, molecules, or molecular assemblies. The practical evaluation of SEDD does not require any explicit information about the orbitals. The only quantity needed is the electron density (calculated or experimental) and its derivatives up to the second order.